. (a) Odd electron density distribution of 1 with the contour value of 0.00025 a.u.; (b) Positive (yellow) and negative (blue) γ density distributions of 1 with the contour value of ±1500 a.u. (yellow) and negative (blue) γ density distributions of 6 with the contour value of ±1500 a.u.
. (a) Odd electron density distribution of 1 with the contour value of 0.00025 a.u.; (b) Positive (yellow) and negative (blue) γ density distributions of 1 with the contour value of ±1500 a.u. (yellow) and negative (blue) γ density distributions of 7 with the contour value of ±1500 a.u. Table S9 . Optimized Structure of 9 Calculated Using the RB3LYP/cc-pVDZ Method.
Optimized Structures

Atom
x/Å y/Å z/Å C 0.0000000000 0.0000000000 −3.8820204700 C 0.7816861300 0.0000000000 −2.7911381700 C 0.3561403800 0.0000000000 −1.3827735200 C 1.3357679800 0.0000000000 −0.3690285700 C 0.9925612200 0.0000000000 0.9790126100 C −0.3561403800 0.0000000000 1.3827735200 C −1.3357679800 0.0000000000 0.3690285700 C −0.9925612200 0.0000000000 −0.9790126100 C −0.7816861300 0.0000000000 2.7911381700 C 0.0000000000 0.0000000000 3.8820204700 H −1.0913630700 0.0000000000 −3.8257088700 H 0.4384802900 0.0000000000 −4.8819179500 H 1.8681963700 0.0000000000 −2.9363241200
